Key indicators: single-crystal X-ray study; T = 291 K; mean (C-C) = 0.004 Å; R factor = 0.033; wR factor = 0.085; data-to-parameter ratio = 14.1.
In the title compound, C 28 H 23 BrN 2 OS, the dihedral angles formed by the imidazole ring with the 5-bromothiophenyl and phenyl rings are 76.90 (8), 34.02 (10) and 80.93 (11) , respectively. The chiral centre maintains the S configuration of the lphenylalaninol starting material. In the crystal, molecules are linked by O-HÁ Á ÁN hydrogen bonds, forming chains running parallel to the a-axis direction. Hydrogen-bond geometry (Å , ).
Related literature
Data collection: CrysAlis PRO (Agilent, 2011); cell refinement: CrysAlis PRO; data reduction: CrysAlis PRO; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: OLEX2 (Dolomanov et al., 2009); software used to prepare material for publication: OLEX2.
Figure 1
The molecular structure of the title compound showing 30% probability displacement ellipsoids. Aromatic, methylene and methyne hydrogen atoms are omitted for clarity.
2-[2-(5-Bromothiophen-2-yl)-4,5-diphenyl-1H-imidazol-1-yl]-3-phenylpropan-1-ol
Crystal data Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) 
